Pharmacoinformatics for Drug Discovery 
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In Silica Drug Discovery 
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NovaScreen's Approach: 

Simultaneous/parallel in silico 
screening for single/multiple 
target activity, selectivity, and 
favorable ADME-Tox profile 
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•PLHI: N(CC) - N(CC) X = 3 

• PLLO: C(CCC) - N(CC) X = 2 

• PLHI: C(CCC) - N(CC) X = 5 

• PLLO: C(CNN) - N(CC) X = 1 

• PLHI: C(CNN) - N(CC) X = 2 
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Scatter Plot 
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PHARMACOINFORMATICS 
Single Step Approach to Optimized Leads 



An Example of Finding Better and Cleaner Drug Candidates 



in silico screen 240,000 cmpds 

• 400 Compounds 

• 34 Hits 

• 5 Structural Classes 

• 9 Hits with Desired 

Target Specificity 
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Discovery/Development Strategy - 

Systems Based Research 



Drug Dependency 

u n met ma rkct n ecd 
proprietary target set 
proprietary leads 
proprietary technology 



Obesity 

large market opportunity 
better drug needed 
proprietary technology 




DAT 



ADHD/Depression 
large market opportunity 
better drug needed 
proprietary technology 



NET 
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PHARMACOINFORMATICS 
A Smart Proprietary Drug Discovery Technology 



Integrating Bioinformatics and Chemoinformatics 
to Derive Real Products: The Ability to Produce 
Drug Candidates Faster, Cheaper, and Better 




In Vitro Reactivity Database + In Silico Screening Methods 
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RSMDB Content: Compound Classes 

• Prescription Drugs (1500-2000) 

• OTC Medicines; Veterinary Medicines 

• Agricultural/Environmental Chemicals 

• Drugs in Clinical Trials (& like structures ) 

• Discontinued/Failed Drug Candidates 

(and like/similarity structures) 

• Pharmacological Reference Agents 

• Bioactive Natural Products 

• + Structurally Diverse Chemical Compounds 
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RSMDB Content: Target Classes 

• Drug Discovery Molecular Targets 

Receptors Enzymes 
Transporters Ion Channels 
Enriched set of market- validated GPCR 
targets, especially for CNS diseases 

• Side Effect Targets 

• In Vitro Toxicology Targets 

• In Vitro Pharmacokinetic Targets 

• Selected from 300 Available Developed Assays 
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Pharmacol nformatics: Compressing 
the Drug Discovery and Development Timeline 
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PHARMAC01NFORMATICS 
New Economics of Drug Discovery 

Cost comparison of discovery economics 

^ s\as\ s\rwn in silico in vitro 

^240,000 compounds ► 400 compounds ► 34 hits 
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